Classification of the furan and thiophen derivatives based on molecular modeling studies and high-performance liquid chromatography (HPLC) retention data was proposed. Structural parameters and the literature values of biological antiproliferative activity of examined compounds was used to search for relationships. It was tested how the variable molecular modeling conditions with or without HPLC retention data considered together allow to evaluate the structural recognition of furan and thiophene amide derivatives in view of their pharmacological properties.

